In the title compound, C 20 H 20 N 2 O 3 , the ten atoms comprising the quinazoline ring are essentially planar (r.m.s. deviation = 0.024 Å ), and this plane is almost orthogonal to the terminal phenyl ring [dihedral angle = 82.87 (7) ]. The conformation about the ethylene bond [1.335 (2) Å ] is E and there is a significant twist between this residue and the adjacent phenyl ring [C-C-C-torsion angle = À48.4 (3) ]. The crystal structure features centrosymmetric dimeric units linked by pairs of N-HÁ Á ÁO hydrogen bonds between the amide groups which lead to eight-membered {Á Á ÁHNCO} 2 synthons. These are consolidated into a three-dimensional architecture by C-HÁ Á ÁO, C-HÁ Á Á andinteractions [centroid-centroid distances = 3.5087 (8) and 3.5645 (9) Å ].
Related literature
For background to non-nucleoside reverse transcriptase inhibitors, see: Hopkins et al. (1996 Hopkins et al. ( , 1999 ; El-Brollosy et al. (2008 , 2009 . For a related structure, see: El-Brollosy et al. (2012) . For the synthesis, see: El-Brollosy (2007 Table 1 Hydrogen-bond geometry (Å , ).
Cg2 and Cg3 are the centroids of the C8-C8 and C15-C20 benzene rings, respectively. Symmetry codes: (i) Àx þ 1; Ày þ 1; Àz þ 1; (ii) Àx þ 1; y þ 1 2 ; Àz þ 1 2 ; (iii) x; Ày þ 3 2 ; z þ 1 2 ; (iv) Àx þ 2; Ày þ 1; Àz þ 1.
Data collection: CrysAlis PRO (Agilent, 2011); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010) .
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6-Methyl

Comment
In continuation of our interest in chemistry of non-nucleoside reverse transcriptase inhibitors (NNRTI's) (El-Brollosy et al., 2008; El-Brollosy et al., 2009) , relevant to the treatment of human immunodeficiency virus (HIV) (Hopkins et al., 1996; Hopkins et al., 1999) , we synthesized the title compound, 6-methyl-1-[((E)-2-methyl-3-phenylallyloxy)methyl]quinazoline-2,4(1H,3H)-dione (I), as a potential NNRTI (El-Brollosy, 2007) . Herein, we describe the results of its crystal structure determination to complement the structure determination of the recently determined chloro analogue (El-Brollosy et al., 2012) .
The 10 atoms comprising the quinazoline ring in (I), Fig. 1 , are co-planar with a r.m.s. = 0.024 Å; the maximum deviations from their least-squares plane are 0.036 (1) Å for the C2 atom and -0.032 (1) Å for the N2 atom. The dihedral angle between the fused ring system and the terminal phenyl ring of 82.87 (7) In the crystal structure, centrosymmetrically related molecules are connected via N-H···O hydrogen bonds between the amide groups (involving the carbonyl-O closest to the tertiary-N atom) which lead to eight-membered {···HNCO} 2 synthons, Table 1 . The dimeric aggregates are consolidated into a three-dimensional architecture by C-H···O and C-H···π interactions, Table 1 , as well as by π-π contacts [ring centroid(N1,N2,C1-C3,C8)···centroid(N1,N2,C1-C3,C8) i = 3.5087 (8) Å and tilt angle = 0° and ring centroid(N1,N2,C1-C3,C8)···centroid(C3-C8) i = 3.5645 (9) Å and tilt angle = 1.85 (7)°, for symmetry operation i: 1 -x, 1 -y, -z). Globally, the crystal structure comprises alternating layers of quinazoline rings and 2-methyl-3-phenylallyloxy)methyl residues that stack along the a axis, Fig. 2 .
Experimental 6-Methylquinazoline-2,4(1H,3H)dione (0.176 g, 1 mmol) was stirred in dry acetonitrile (15 ml) under nitrogen and N,Obis(trimethylsilyl)acetamide (0.87 ml, 3.5 mmol) was added. After a clear solution was obtained (10 min), the mixture was cooled to 223 K and trimethylsilyl trifluoromethanesulfonate (0.18 ml, 1 mmol) was added followed by the dropwise addition of bis[(E)-2-methyl-3-phenylallyloxy]methane (0.616 g, 2 mmol). The reaction mixture was stirred at room temperature for 5 h, after which the reaction was quenched by the addition of sat. aq. NaHCO 3 solution (5 ml). The mixture was evaporated under reduced pressure and the residue was extracted with ether (3 × 50 ml). The combined ether fractions were collected, dried (MgSO 4 ) and evaporated under reduced pressure. The product was purified on silica gel column chromatography, using 20% ether in petroleum ether (40-60°C), to afford the title compound as a white solid in 78% yield (0.262 g). Single crystals were achieved by recrystallization from its ethanol solution (El-Brollosy 2007 
Refinement
Carbon-bound H-atoms were placed in calculated positions [C-H = 0.95 to 0.99 Å, U iso (H) = 1.2-1.5U eq (C)] and were included in the refinement in the riding model approximation. The amino H-atom was refined freely.
Computing details
Data collection: CrysAlis PRO (Agilent, 2011); cell refinement: CrysAlis PRO (Agilent, 2011); data reduction: CrysAlis PRO (Agilent, 2011); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010) .
Figure 1
The molecular structure of (I) showing the atom-labelling scheme and displacement ellipsoids at the 50% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 0.51870 (7) 0.31276 (7) 0.15509 (14) 0.0152 (7) 0.0171 (7) 0.0190 (7) 0.0009 (6) 0.0021 (5) 0.0021 (6) C2 0.0142 (7) 0.0183 (7) 0.0176 (7) 0.0013 (6) 0.0023 (5) 0.0012 (6) C3 0.0138 (7) 0.0174 (7) 0.0165 (7) 0.0019 (6) 0.0005 (5) 0.0006 (5) C4 0.0176 (7) 0.0176 (7) 0.0201 (7) −0.0014 (6) 0.0029 (6) 0.0014 (6) C5 0.0178 (7) 0.0246 (8) 0.0192 (7) 0.0016 (6) 0.0050 (6) 0.0035 (6) C6 0.0191 (7) 0.0224 (8) 0.0185 (7) 0.0035 (6) 0.0031 (6) −0.0002 (6) C7 0.0179 (7) 0.0175 (7) 0.0195 (7) 0.0010 (6) 0.0003 (6) 0.0008 (6) C8 0.0136 (7) 0.0171 (7) 0.0191 (7) 0.0017 (6) 0.0018 (5) 0.0027 (6) C9 0.0333 (9) 0.0248 (8) 0.0247 (8) 0.0034 (7) 0.0103 (7) −0.0021 (7) C10 0.0179 (7) 0.0151 (7) 0.0198 (7) −0.0005 (6) 0.0040 (5) 0.0000 (5) Symmetry codes: (i) −x+1, −y+1, −z+1; (ii) −x+1, y+1/2, −z+1/2; (iii) x, −y+3/2, z+1/2; (iv) −x+2, −y+1, −z+1.
